-dione Yoshinobu Ishikawa and Soichiro Matsuo Comment The title compound is a synthetic intermediate of 2-hydroxyisoquinoline-1,3(2H,4H)-dione known to inhibit metalloenzymes such as influenza endonuclease (Parkes et al. 2003), HIV-1 reverse transcriptase RNase H (Hang et al. 2004), HIV-1 integrase (Billamboz et al. 2008) and Escherichia coli ribonuclease III (Sun et al. 2005). Here we report the crystal structure of the title compound, which was obtained from the condensation of homophthalic acid with O-benzylhydroxylamine using a Dean-Stark apparatus.
The title compound, C 16 H 13 NO 3 , exists in the keto form and the isoquinoline system is essentially planar (mean deviation = 0.0424 Å ). The dihedral angle between the aromatic rings is 4.2 (2) . In the crystal, molecules are linked via weak C-HÁ Á ÁO hydrogen bonds and C-HÁ Á Á interactions, forming a three-dimensional structure.
Related literature
For the biological properties of the title compound, see: Parkes et al. (2003) ; Sun et al. (2005) ; Hang et al. (2004) ; Billamboz et al. (2008) . For related structures, see: Ishikawa & Matsuo (2013) ; Lee et al. (2008) .
Experimental
Crystal data C 16 H 13 NO 3 M r = 267.28 Orthorhombic, Pna2 1 a = 7.677 (4) Å b = 12.003 (10) Å c = 13.885 (10) Å V = 1279.4 (15) Å 3 Z = 4 Mo K radiation = 0.10 mm À1 T = 100 K 0.50 Â 0.18 Â 0.13 mm
Data collection
Rigaku AFC-7R diffractometer Absorption correction: scan (North et al., 1968) T min = 0.262, T max = 0.988 2451 measured reflections 1756 independent reflections 1191 reflections with F 2 > 2(F 2 ) R int = 0.081 3 standard reflections every 150 reflections intensity decay: 1.0% Refinement R[F 2 > 2(F 2 )] = 0.069 wR(F 2 ) = 0.212 S = 1.03 1756 reflections 182 parameters 1 restraint H-atom parameters constrained Á max = 0.36 e Å À3 Á min = À0.39 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg2 and Cg3 are the centroids of the C4-C8 and C11-C16 rings, respectively. 
Data collection: WinAFC Diffractometer Control Software (Rigaku, 1999) ; cell refinement: WinAFC Diffractometer Control Software; data reduction: WinAFC Diffractometer Control Software; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: CrystalStructure (Rigaku, 2010) ; software used to prepare material for publication: CrystalStructure.
Figure 1
The molecular structure of the title compound, with displacement ellipsoids drawn at the 50% probability level. H atoms are shown as small spheres of arbitrary radius.
Figure 2
A crystal packing view of the title compound. Intermolecular C-H···O hydrogen bonds are represented as dashed lines. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.36 e Å −3 Δρ min = −0.39 e Å −3 Special details Refinement. Refinement was performed using all reflections. The weighted R-factor (wR) and goodness of fit (S) are based on F 2 . R-factor (gt) are based on F. The threshold expression of F 2 > 2.0 σ(F 2 ) is used only for calculating R-factor (gt). N17-O20-C10-C11 162.1 (4) C5-C6-C7-H26 −179.5 N17-O20-C10-H27A 42.2 H25-C6-C7-C9 −179.5 N17-O20-C10-H28B −78.0 H25-C6-C7-H26 0.5 C10-O20-N17-C1 95.6 (5) C6-C7-C9-C1 179.9 (6) C10-O20-N17-C2 −92.6 (5) C6-C7-C9-C8 −0.3 (9) O20-N17-C1-O18 −4.9 (8) H26-C7-C9-C1 −0.1 O20-N17-C1-C9 179.9 (4) H26-C7-C9-C8 179.7 O20-N17-C2-O19 9.4 (7)
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
47.8 C10-C11-C16-C15 179.4 (5) N17-C2-C3-C8 −8.4 (7) C10-C11-C16-H33 −0.6 N17-C2-C3-H21A 113.8 C12-C11-C16-C15 0.2 (9) N17-C2-C3-H22B −130.7 C12-C11-C16-H33 −179.8 C2-C3-C8-C4 −171.6 (5) C16-C11-C12-C13 −0.0 (9) C2-C3-C8-C9 10.1 (8) C16-C11-C12-H29 180.0 H21A-C3-C8-C4 66.2 C11-C12-C13-C14 −0.3 (9) H21A-C3-C8-C9 −112.2 C11-C12-C13-H30 179.7 H22B-C3-C8-C4 −49.3 H29-C12-C13-C14 179.7 H22B-C3-C8-C9 132.3 H29-C12-C13-H30 −0.3 C5-C4-C8-C3 −177.7 (5) C12-C13-C14-C15 0.5 (9) C5-C4-C8-C9 0.7 (9) C12-C13-C14-H31 −179.5 C8-C4-C5-C6 −0.5 (9) H30-C13-C14-C15 −179.5 C8-C4-C5-H24 179.5 H30-C13-C14-H31 0.5 H23-C4-C5-C6 179.5 C13-C14-C15-C16 −0.3 (9) H23-C4-C5-H24 −0.5 C13-C14-C15-H32 179.7 H23-C4-C8-C3 2.3 H31-C14-C15-C16 179.6 H23-C4-C8-C9 −179.3 H31-C14-C15-H32 −0.4 C4-C5-C6-C7 −0.1 (9) C14-C15-C16-C11 −0.0 (9) C4-C5-C6-H25 179.9 C14-C15-C16-H33 180.0 H24-C5-C6-C7 179.9 H32-C15-C16-C11 180.0 supplementary materials sup-10 Acta Cryst. (2013). E69, o1311
H24-C5-C6-H25 −0.1 H32-C15-C16-H33 −0.0 C5-C6-C7-C9 0.5 (10) Symmetry codes: (i) x+1/2, −y+3/2, z; (ii) −x, −y+1, z−1/2; (iii) −x+1/2, y−1/2, z−1/2; (iv) −x+1, −y+1, z+1/2; (v) x−1/2, −y+3/2, z; (vi) −x, −y+1, z+1/2; (vii) −x+1/2, y+1/2, z+1/2; (viii) −x+1, −y+1, z−1/2; (ix) −x+1/2, y−1/2, z+1/2; (x) x−1/2, −y+3/2, z+1; (xi) x, y, z+1; (xii) −x+1/2, y+1/2, z−1/2; (xiii) x, y, z−1; (xiv) x+1/2, −y+3/2, z−1.
Hydrogen-bond geometry (Å, º) Cg2 and Cg3 are the centroids of the C4-C8 and C11-C16 rings, respectively. Symmetry codes: (i) x+1/2, −y+3/2, z; (iv) −x+1, −y+1, z+1/2; (vii) −x+1/2, y+1/2, z+1/2.
